Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.004 Å; R factor = 0.051; wR factor = 0.101; data-to-parameter ratio = 12.8.
In the title compound (systematic name: 3-phenyl-4-{3-[(ptolyloxy)methyl]- 7H-1,2,4-triazolo[3,4-b] [1, 3, 4] thiadiazin-6-yl}-1,2,3-oxadiazol-3-ium-5-olate), C 20 H 16 N 6 O 3 S, an intramolecular C-HÁ Á ÁO hydrogen bond generates an S(6) ring motif. The 3,6-dihydro-1,3,4-thiadiazine ring adopts a twistboat conformation. The 1,2,3-oxadiazole and 1,2,4-triazole rings are inclined to each other at an interplanar angle of 44.13 (13) . The phenyl ring makes an interplanar angle of 67.40 (13) with the attached 1,2,3-oxadiazole ring. In the crystal structure, adjacent molecules are interconnected into two-molecule-thick arrays parallel to (100) via C-HÁ Á ÁO and C-HÁ Á ÁN hydrogen bonds. A short SÁ Á ÁO contact [2.9512 (18) Å ] is observed.
Related literature
For general background to, and applications of materials related to the title compound, see: Hedge et al. (2008) , Kalluraya & Rahiman (1997) ; Kalluraya et al. (2003) . For graph-set descriptions of hydrogen-bond ring motifs, see: Bernstein et al. (1995) . For related structures, see: Goh et al. (2010a,b,c) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . For puckering parameters, see: Cremer & Pople (1975 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1 2 ; Ày þ 1 2 ; Àz; (ii) Àx þ 1 2 ; y þ 1 2 ; Àz þ 1 2 ; (iii) x; Ày; z þ 1 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
Triazolothiadiazines have shown to possess significant biological and pharmacological activities such as anthelmintic, analgesic and anti-inflammatory (Kalluraya & Rahiman, 1997) properties. Encouraged by these literatures, we have synthesized triazolothiadiazines containing the sydnone moiety. The introduction of sydnone moiety into an heterocyclic compound will increase the biological and pharmacological activities of heterocyclic system (Hedge et al., 2008) . Triazolothiadiazines were synthesized by the condensation of 4-bromoacetyl-3-arylsydnones with 3-aryloxymethyl-4-amino-5-mercapto-1,2,4-triazoles. 4-Bromoacetyl-3-arylsydnones were in turn obtained by the photochemical bromination of 4-acetyl-3-arylsydnones (Kalluraya et al., 2003) .
In the title compound, (I), an intramolecular C10-H10A···O3 hydrogen bond (Table 1) generates a six-membered ring, producing an S(6) hydrogen bond ring motif ( Fig. 1 , Bernstein et al., 1995) . The 3,6-dihydro-1,3,4-thiadiazine ring (C9-C11/N3/N4/S1) adopts twist-boat conformation, with puckering parameters of Q = 0.630 (2) Å, θ = 67.03 (18)° and φ = 323.0 (2)° (Cremer & Pople, 1975) . The essentially planar 1,2,3-oxadiazole (C12/C13/O2/N5/N6) and 1,2,4-triazole (C8/ N1/N2/C9/N3) rings are inclined to each other at interplanar angle of 44.13 (13)°. The C14-C19 phenyl ring is inclined at interplanar angle of 67.40 (13)° with respect to the attached 1,2,3-oxadiazole ring. The geometric parameters are comparable to those reported in closely related structures (Goh et al., 2010a,b,c) .
In the crystal structure, intermolecular C10-H10A···O3, C10-H10B···O3 and C19-H19A···N5 hydrogen bonds (Table   1 ) link adjacent molecules into two-molecule-thick arrays parallel to (100) plane (Fig. 2) . Interestingly, further stabilization of the crystal structure is provided by intermolecular short S1···O3 interaction [2.9512 (18) Å; symmetry code: -x+1/2, -y+1/2, -z] which is significantly shorter than the sum of Van der Waals radii of the relevant atoms.
Experimental
A solution of triazole (0.01 mol) and 4-bromoacetyl-3-phenylsydnone (0.01 mol) in absolute ethanol (20 ml) was heated under reflux for 10-12 h. The solution was concentrated, cooled to room temperature and neutrallized with 10 % sodium bicarbonate solution. The separated solid was filtered, washed with water, dried and recrystallized from ethanol. Colourless blocks of (I) were obtained from a 1:2 mixture of DMF and ethanol by slow evaporation.
Refinement
All hydrogen atoms were placed in their calculated positions, with C-H = 0.93-0.97 Å, and refined using a riding model, with U iso = 1.2 or 1.5 U eq (C). The rotating group model was used for the methyl group. 
Special details
Experimental. The crystal was placed in the cold stream of an Oxford Cryosystems Cobra open-flow nitrogen cryostat (Cosier & Glazer, 1986 ) operating at 100.0 (1)K.
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.220066 (15) 0.57970 (8) 0.0168 (9) 0.0222 (12) 0.0141 (9) −0.0022 (9) 0.0028 (7) 0.0017 (9) O2 0.0226 (10) 0.0125 (11) 0.0172 (9) 0.0016 (9) 0.0059 (7) −0.0051 (9) O3 0.0185 (10) 0.0192 (12) 0.0184 (9) 0.0015 (9) 0.0057 (7) −0.0013 (9) N1 0.0197 (12) 0.0147 (14) 0.0119 (11) 0.0013 (11) 0.0039 (9) −0.0007 (11) N2 0.0194 (12) 0.0124 (14) 0.0144 (11) 0.0007 (10) 0.0050 (9) −0.0002 (11) N3 0.0160 (11) 0.0083 (13) 0.0140 (11) 0.0006 (10) 0.0026 (9) −0.0036 (11) N4 0.0200 (11) 0.0073 (13) 0.0116 (10) 0.0006 (10) 0.0033 (9) 0.0009 (11) 
